Journal of 
Magnetic 
Resonance 


EDITOR: Wallace S. Brey, Jr. 


EDITORIAL BOARD: 


David C. Ailion James S. Hyde Stanley J. Opella 
E. Raymond Andrew Hans J. Jakobsen Dail regs 
Michael Barfield Charles S. Johnson, Jr. Rex E. Richards 
Edwin D. Becker J. Jonas A. Rigamonti 
Aksel A. Bothner-By Reinhold Kaiser Bernard L. Shapiro 
Richard Ernst Gerd La Mar Ian C. P. Smith 
Ray Freeman Pierre Laszlo E. O. Stejskal 
Eiichi Fukushima Gary E. Maciel Regitze R. Vold 
R. K. Harris R. E. D. McClung D. E. Woessner 
David I. Hoult Bruce McGarvey 


Volume 76, 1988 


ACADEMIC PRESS, INC. 


Harcourt Brace Jovanovich, Publishers 
San Diego New York Boston 


London Sydney Tokyo Toronto 


Copyright © 1988 by Academic Press, Inc. 


All Rights Reserved 


No part of this publication may be reproduced or transmitted in any form or by 
any means, electronic or mechanical, including photocopy, recording, or any infor- 
mation storage and retrieval system, without permission in writing from the copyright 
owner. 

The appearance of the code at the bottom of the first page of an article in this 
journal indicates the copyright owner’s consent that copies of the article may be made 
for personal or internal use, or for the personal or internal use of specific clients. This 
consent is given on the condition, however, that the copier pay the stated per copy 
fee through the Copyright Clearance Center, Inc. (27 Congress Street, Salem, Mas- 
sachusetts 01970), for copying beyond that permitted by Sections 107 or 108 of the 
U.S. Copyright Law. This consent does not extend to other kinds of copying, such 
as copying for general distribution, for advertising or promotional purposes, for creating 
new collective works, or for resale. Copy fees for pre-1988 articles are as shown on 
the article title pages; if no fee code appears on the title page, the copy fee is the same 
as for current articles. 


0022-2364/88 $3.00 


MADE IN THE UNITED STATES OF AMERICA 


CONTENTS OF VOLUME 76 


NUMBER 1, JANUARY 1988 


S. CHAPELLE AND P. GRANGER. Carbon-13 and Tin-119 Relaxation Studies 
of Some Axially Symmetrical Organotin Compounds 


A. STESMANS. The Application of Submetallic Phosphorus-Doped Si as ESR 
Marker 


TADASHI TOKUHIRO. Nuclear Quadrupole Relaxation of Spin-3 .......... 


LEWIS E. Kay, T. A. HOLAK, AND J. H. PRESTEGARD. AX; Spin System 
Dynamics from Forbidden Cross Peaks in Double-Quantum Two-Di- 
mensional NMR Experiments, with Application to Acyl Carrier Protein 


G. S. KARCZMAR, T. J. LAwWRY, M. W. WEINER, AND G. B. MATSON. Shaped 
Pulses for Slice Selection in the Rotating Frame—A Study Using Computer 
SUTTMELALIODS Seren ea ee Pa eck nh errr en, 98 ENV agi Se Meek op exh Bane 


P. S. PHILLIPS AND F. G. HERRING. The Elucidation of the Rotational Diffusion 
Lensomoua spin erooe Using NMRoand ESR 22) 2.6. see 2 ae 


ERIKS KUPCE AND EDMUNDS LUKEVICS. Natural Abundance Studies of Sil- 
icon=2 oO Lo Nitioven-15,Coupling Constants’ 2.7 252-625. 3;5-0-9 >: 


CHAOLIANG FAN, HAROLD TAYLOR, JANET BANK, AND CHARLES P. 
SCHOLES. Pulse Field-Sweep EPR of Copper Proteins ............... 


KARL-HEINZ GROB AND HANS ROBERT KALBITZER. Distribution of Chemical 
Shifts in 'H Nuclear Magnetic Resonance Spectra of Proteins ........ 


R. D. ALLENDOERFER, W. FRONCISZ, C. C. FELIX, AND JAMES S. HYDE. 
Electrochemical Generation of Free Radicals in an EPR Loop-Gap 
CSOT ALOT a 5 ee tine aes hee deren Re gra) crate 


THOMAS H. WALTER, GARY L. TURNER, AND ERIC OLDFIELD. Oxygen-17 
Cross-Polarization NMR Spectroscopy of Inorganic Solids ........... 


D. R. MUHANDIRAM AND R. E. D. MCCLUNG. Product Operator Description 
of Chemical Exchange in NMR Experiments with Application to 'H-'°C 
DERI Magnetization lransier (4.22772. net eee 


NOTES 


PHILIP W. KUCHEL, BRIAN T. BULLIMAN, BOGDAN E. CHAPMAN, AND 
GEORGE L. MENDZ. Variances of Rate Constants Estimated from 


aT) INIMR. Exchange Spectla  -.. 6.5.27 ise ssnee see er eset 


14 


30 


41 


54 


63 


74 


87 


100 


106 


136 


TARO EGUCHI AND HIDEAKI CHIHARA. 'H Spin-Lattice Relaxation in 
Solid Methyl: Chlorides 2. erteuc ab tn oe ee ca 


D. N. SHYKIND, J. BAUM, S.-B. L1U, AND A. PINES. Phase-Incremented 
Multiple-Quantum NMR Experiments'ree 9) ee ee 


COMMUNICATIONS 


S. MULLER, R. SAUTER, H. WEBER, AND J. SEELIG. Multivolume Selective 
SpectroSCOPV pes oe eee eae te ete en ee ee 


HANS J. JAKOBSEN, PREBEN DAUGAARD, AND VAGN LANGER. CP/MAS 
INMIRZalclighispeeds and, High iieldsmes 0. 


M. VON KIENLIN, M. DECORPS, J. P. ALBRAND, M. F. FORAY, AND P. 
BLONDET. Hard-Pulse Sequences for Solvent Suppression Which Only 
INeeda:Zero-Orderbhase Goriectlons aie arene ee oe ee ee 


DANIEL WILLIAMSON AND AD BAX. Resolution-Enhanced Correlation 
Of and +P Chemical’ Shifts eee eee en 


T. JUE, Y. CHUNG, AND R. G. SHULMAN. Measuring the Redox Potential 
in Perfused Liver with H NMR = 2 ae ee 


HENRIK GESMAR AND JENS J. LED. Spectral Estimation of Complex Time- 
Domain NMR Signals by Linear Prediction 


NUMBER 2, FEBRUARY 1, 1988 


G. BERGMANN, W. DIETRICH, U. GUNTHER, AND M. WIECKEN. Fast Para- 
meter Fit of Two Randomly Overlapping Lorentzians 


MEIR SHINNAR AND SCOTT M. ELEFF. A Generalized Pisarenko Technique 
for Analyzing the NMR FID 


NELSON LEE, H. B. R. COLE, AND B. C. SANCTUARY. Visualization of Pulse 


Sequences in Frequency Space, with Application to INEPT and DEPT 
for AX Systems 


R. V. Hosur, ANU SHETH, AND ANANYA MAJUMDAR. Combined Use of 
COSS and S.COSY for Recording of Pure-Phase Shift-Scaled Spectra: =. 


FRANCI DEMSAR, TADEUSZ WALCZAK, PHILIP D. Morse II, GORAN BACIC¢, 
ZSOLT ZOLNAI, AND HAROLD M. SWARTZ. Detection of Diffusion and 
Distribution of Oxygen by Fast-Scan EPR Imaging 


PIERRE GRANGER, CHRISTIAN BREVARD, AND MARGUERITE DEVAUD. First 


Direct Measurement of 'Jpyp, and Its Variation with Substitution at the 
Lead Atom 


143 


149 


12 


162 


169 


174 


178 


183 


193 


200 


224 


i) 
Oo 
No 


Ib, IBY HALL AND T. J. NORWOOD. Analysis of 'H NMR Spectra with the 
Combined Use of Zero- and Double-Quantum Coherence 


B. S. ARUN KUMAR, N. SURYAPRAKASH, K. V. RAMANATHAN, AND C. L. 
KHETRAPAL. Spectral Assignments Based on the 3C NMR Spectra of 
Mixed Liquid Crystals of Opposite Diamagnetic Anisotropies 


B. S. PRABHANANDA, CHRISTOPHER C. FELIX, B. KALYANARAMAN, AND 
ROGER C. SEALY. Free Radicals from the Oxidation of 4-Aminocatechol. 
Identification and Structural Dynamics Using ESR Spectroscopy 


DANIELLA GOLDFARB AND LARRY KEVAN. Effect of Nuclear Modulation on 
Field-Swept Electron Spin-Echo Spectra 


A. A. MAUDSLEY. Dynamic Range Improvement in NMR Imaging Using 
ASCE OCT ALD LTS meee IR A ese WK de Turple og hc phe ee ag ey 


MARC A. DELSUC AND GEORGE C. LEvy. The Application of Maximum En- 
tropy Processing to the Deconvolution of Coupling Patterns in NMR .. 


NOTES 


DIETER J. MEYERHOFF AND RUDI NUNLIST. Application of Homonuclear 
Double-Acquisition Two-Dimensional Shift Correlation Spectroscopy 


T. Jue. Decoupling the Homonuclear Interaction in the Edited {'°C}-'H 
SUCRE a PR eR ee eae ay eee 


N. A. COOLEY, M. C. BAIRD, J. R. MORTON, K. F. PRESTON, AND Y. 
LE PAGE. The EPR Spectrum of CpCr(CO),P(CsHs)3 in a Single 
(SivetallorlisnVin cA NalOs genes eet re ee ae oe Ser ren 


GENNARO ESPOSITO AND ANNALISA PASTORE. An Alternative Method 
for Distance Evaluation from NOESY Spectra ................. 


J. KOWALEWSKI, L. EINARSSON, L. NORDENSKIOLD, AND A. RUP- 
PRECHT. Multiple Quantum ’Li NMR of Oriented LIDNA ...... 
D. M. BARTELS. “Passive” CIDEP and the Effect of Chemical Decay on 
Mime Resolved bk EX DerimentSin as ae ea 
SEIZO TAKAHASHI AND KUNIAKI NAGAYAMA. A Novel NMR Microcell 
with Symmetic Geometly aa. .-e ee 
BRUCE A. JOHNSON, J. A. MALIKAYIL, AND IAN M. ARMITAGE. Quan- 
titative Evaluation with Linear Prediction and Direct Analysis of the 
Rate Matrix in Two-Dimensional Chemical-Exchange Spectroscopy 
R. BAZZO AND I. D. CAMPBELL. Pure-Phase 2D Homonuclear Cross- 
Polarization Spectroscopy in Liquids ............---...++-+-- 
MING CHAO AND JOHN L. RAGLE. Amino Group Deuterium Quadrupole 
Coupling in the Aminopyridines, Aminopyrazine, and 2-Aminopy- 
TITTiTL OMe Sa et ne hin, enrich ees a es 


241 


256 


264 


276 


287 


306 


316 


SyAll 


329 


33) 


333), 


341 


347 


352 


358 


362 


COMMUNICATIONS 


DAVID J. LURIE, DAVID M. BUSSELL, LAWRENCE H. BELL, AND JOHN 
R. MALLARD. Proton-Electron Double Magnetic Resonance Imaging 
ob bree: RadicaliSolutionS =. )ee cee eee eee 


YISHAY MANASSEN, ELI SHALEV, AND GIL NAVON. Mapping of Electrical 
Gircuits: Using, GhemicaeShitiimasingeeinares ae ee eee 


ADAM ALLERHAND AND STEVEN R. MAPLE. Requirements for Ultrahigh 
Resolution NMR of Large Molecules on High-Field Instruments . . 


LAUREL O. SILLERUD, DAVID B. VAN HULSTEYN, AND RICHARD H. 
GRIFFEY. {'°C}-Polarization Transfer Proton NMR Imaging of a So- 
diumi(aClPornate Phantomatd ia csiags ee 


A. VOLK, B. TIFFON, J. MISPELTER, AND J.-M. LHOSTE. High-Resolution 
Localized Spectroscopy at 4.7 Tesla by Frequency-Interval-Selective 
Volumeu_ocalization (ERY ©) epee eee renee oe ee ee 


NUMBER 3, FEBRUARY 15, 1988 


RONALD A. MEYER AND TRUMAN R. BROWN. Diffusion Measurements by 
MicroscopicaNiM R: [rai ti oie eee pei ee 


M. BILLETER, V. J. BASUS, AND I. D. KUNTZ. A Program for Semi-automatic 
Sequential Resonance Assignments in Protein 'H Nuclear Magnetic Res- 
onance Spectra 


SANDOR SZALMA AND ISTVAN PELCZER. Three-Dimensional Correlation by 
Combination of 2D NMR Spectra 


A. DULCIC AND M. PERIC. Theory of Double-Modulation Spectra in Inho- 
mogeneously Broadened Lines 


E. MARK HAACKE, ZHI-PEI LIANG, AND JEAN A. TKACH. T> Deconvolution 
in MR Imaging and NMR Spectroscopy 


EDWARD C. CRAIG AND ALAN G. MARSHALL. Automated Phase Correction 
of FT NMR Spectra by Means of Phase Measurement Based on Dispersion 
versus Absorption Relation (DISPA) 


SIMON J. DAVIES, CHRISTOPHER BAUER, P. J. HORE, AND RAY FREEMAN. 


Resolution Enhancement by Nonlinear Data Processing. “HOGWASH” 
and the Maximum Entropy Method 


S. A. MARSHALL, B. H. Suits, M. T. UMLoR, AND Y. N. ZHANG. Imaging 


Electromagnetic Fields Using the Magnetic Resonance Absorption Spec- 
trum of a Paramagnetic Gas 


F, LOAIZA, M. A. McCoy, M. H. LEVITT, M. S. SILVER, AND W. S. WARREN. 
Excitation Performance in Inhomogeneously Broadened Systems 


366 


371 


315) 


380 


386 


393 


400 


416 


427 


440 


458 


476 


494 


504 


NOTES 


A. DEAN SHERRY, CRAIG R. MALLOY, F. MARK H. JEFFREY, WILLIAM 
P. CACHERIS, AND CARLOS F. G. C. GERALDES. Dy(DOTP)>~: A 
New, Stable **Na Shift Reagent 


WILLIAM J. METZLER, PHILIP LEIGHTON, AND PONZY LU. Two-Dimen- 
sional Heteronuclear NOE Spectroscopy; Application to !°F-Labeled 
Oligodeoxyribonucleotides 


JOHN V. MUNTEAN, LEON M. STOCK, AND ROBERT E. BOTTO. Te- 
trakis(trimethylsilyl)silane, a Suitable Chemical-Shift Standard for 
SOMC oO tateuN VRS SDECLLOSCODY me ae ta tee a oe ee 


COMMUNICATIONS 


D. G. Cory, J. W. M. VAN OS, AND W. S. VEEMAN. NMR Images of 
Olt oes Olldst ae pie aetna s.. Sone Soe WS AIP eee. See 


LAURANCE D. HALL AND TIMOTHY J. NORWOOD. A Chemical-Shift- 
SeleCiiy cll Lc Lauer eta SNS Bale ke ote Oh. oo cee ee Serna clea eee evn 


SIMON DAVIES, JAN FRIEDRICH, AND RAY FREEMAN. Three-Dimensional 
Gorrelationl spectroscopy: v-COSY=3D Wart, Sale ae eee 


NIELS CHR. NIELSEN, HENRIK BILDS@E, HANS J. JAKOBSEN, AND OLE 
W. SORENSEN. Coherence-Transfer-Echo Phenomena in Two-Di- 
mensional NMR Spectra for Calibration of Radiofrequency Field 
SCRORI (ld 5 ee ER eS ce tesa Ss gt co sauna sherk Oho are a8 


GOTTFRIED OTTING AND KURT WUTHRICH. Efficient Purging Scheme 
for Proton-Detected Heteronuclear Two-Dimensional NMR ..... 


HENRIK GESMAR AND JENS J. LED. Spectral Estimation of Two-Dimen- 
sional NMR Signals Applying Linear Prediction to Both Dimensions 


LucIA ZETTA, VOLKER BOHMER, AND ROBERT KAPTEIN. Rapid Hy- 
drogen Atom Transfer in Oligophenols. A Photo-CIDNP Study ... 


AUHLHORAINDEXIHOR* VOLUME /6) a2 su 2.2 so ee Ae eee ene ee 


528 


534 


540 


543 


548 


205 


561 


569 


15 


587 


592 


The Subject Index for Volume 76 will appear in the December 1988 issue as part 


of a cumulative index for the year 1988. 


in 2023 


https://archive.org/details/journal-of-magnetic-resonance-1969_1988_76 contents — 


Information for Authors 


The Journal of Magnetic Resonance includes papers dealing with the theory, tech- 
niques, methods of spectral analysis and interpretation, spectral correlations, and 
results of magnetic resonance spectroscopy and related fields. The Editor seeks the 
assistance of expert referees in the evaluation of manuscripts of articles, but he alone 
is responsible for the final decision concerning acceptance. 

Original papers only will be considered. Manuscripts are accepted for review with 
the understanding that the same work has not been published, that it is not under 
consideration for publication elsewhere, and that its submission for publication has 
been approved by all of the authors and by the institution where the work was carried 
out; further, that any person cited as a source of personal communications has approved 
such citation. Written authorization may be required at the Editor’s discretion. Articles 
and any other material published in the Journal of Magnetic Resonance represent 
the opinions of the author(s) and should not be construed to reflect the opinions of 
the Editor and the Publisher. 

Authors submitting a manuscript do so on the understanding that if it is accepted 
for publication, copyright in the article, including the right to reproduce the article 
in all forms and media, shall be assigned exclusively to the Publisher. The Publisher 
will not refuse any reasonable request by the author for permission to reproduce any 
of his or her contributions to the journal. 

A signed photocopy of the copyright assignment form which appears following this 
“Information” should be submitted to the Editor along with each manuscript. (This 
form will not be binding if the manuscript is not accepted for publication in the Journal 
of Magnetic Resonance.) 

Fifty reprints of each paper are supplied without charge, and additional reprints 
may be ordered on a form that is sent to the authors with the proofs that the authors 
receive. The journal assesses no page or publication charges. 

All manuscripts and books for review should be sent to the Editor, Wallace S. Brey, 
Department of Chemistry, University of Florida, Gainesville, Florida 32611. 


Communications and Notes 


Communications are preliminary accounts of work which, in the Editor’s judgment, 
merit expedited publication because of special novelty or general interest. A Com- 
munication must be especially carefully prepared. Since it may not be refereed and 
the author will not receive galley proofs for correction, it is the responsibility of the 
author to ensure that the manuscript as submitted is free of typographical or substantive 
errors. The length of a Communication should be no more than that corresponding 
to five printed pages. Notes are complete accounts of work of limited scope. 

Communications and Notes require no abstract and are not divided into sections. 


Form of the Manuscript 


Manuscripts should be submitted in triplicate. The original typewritten copy should 
be supplied; printout from a computer is acceptable only if it is of “letter quality. 
All typing must be double-spaced, including references, footnotes, and figure captions, 
on one side of paper approximately 22 x 28 cm (8.5 sib in.). Each page of the 
manuscript should be numbered. If the paper is lengthy, it may be divided into sections, 
but the sections should not be numbered. The first line of each paragraph is indented. 

Cover Page. The first page contains the article title, the author’s name, the laboratory 
where the work was done, and the address of the laboratory. At the bottom of this 
page should appear any footnotes to the title (indicated by superscript *, f, £). 


Abstract. The second page of the manuscript for each regular paper should contain 
an abstract of 50-200 words, summarizing the nature and results of the research 
described. The abstract must be completely self-contained, having no references to 
items appearing in the body of the manuscript. 

Equations, Symbols, and Abbreviations. Mathematical equations and symbols must 
be typewritten wherever possible. Equation numbers are given in square brackets to 
the right of the equation, and references in the text to equations should be in the form 
“Eq. [3].” Greek letters may be identified in pencil in the margin. Other nonstandard 
mathematical symbols should be clearly identified, in a separate list if necessary. Sym- 
bols for vectors and tensors should be clearly marked. The American Chemical Society’s 
Style Guide, 1986, or the Style Manual of the American Institute of Physics should be 
consulted for standard abbreviations, names, and symbols for units, as well as for 
important suggestions about grammar, style, and usage. 

References. Literature references are cited in numerical order in the text by in-line, 
parenthesized, italic numerals. References to “unpublished” or “to be published” work 
from the author’s laboratory should not be given. However, papers actually accepted 
may be referred to as “‘in press” if the name of the journal is included. 

The references themselves are to be typed double-spaced on a separate sheet in 
numerical order. Each reference contains the author’s initials, last name, journal name, 
volume, initial page number, and year in parentheses, in that order. The name of the 
journal is abbreviated in the style of Chemical Abstracts Service Source Index, 1985. 
For book references, the form is author’s name, name of the book in quotation marks, 
editor’s name (if any), edition if other than the first, chapter or page number, publisher’s 
name, place of publication, and year of publication. 

Footnotes. Authors are urged to give careful thought to the logical construction of 
the manuscript, so that explanatory or parenthetical footnotes need not be employed. 
Any footnotes which are indispensable are not intermixed with references, but are 
indicated in the text by consecutive, superscript numerals, and each footnote will then 
appear in the print at the bottom of the page on which it is cited. In the manuscript, 
any footnotes to be included are gathered together in numerical order on a sepa- 
rate page. 

Tables. Tables are numbered consecutively with Arabic numerals and are mentioned 
in order in the text. Each table should be laid out carefully, so that minimum space 
is used and entries are accurately grouped and clearly labeled. Usually, a table should 
be arranged vertically, with more rows than columns. Vertical lines are not used to 
separate the columns. Each table is provided with a title and typed on a separate sheet 
of paper. Footnotes to the tables are placed directly below it and are indicated by 
superscript, lowercase, italic letters (*”°). 

Figures and Diagrams. Figures are numbered consecutively with Arabic numerals 
and are mentioned in order in the text. They must be carefully drawn in black, wa- 
terproof drawing ink, to draftsman’s standards, with lettering by stencil or drawing 
machine. Freehand, penciled, or typewritten lettering is not acceptable. Lettering should 
include numerical scales and units for the two axes, and should be large enough to be 
legible after reduction of 50-60%. Legends are to be typed together on a separate sheet. 
Small figures must be mounted on sheets of full manuscript page size. Larger originals 
must be photographically reduced to page size and glossy high-contrast prints of this 
size must be supplied by the author. The original and two duplicates of each figure 
are required. Ink drawings should also be supplied for complex molecular formulas 
or diagrams which the printer cannot readily set in type. Illustrations in color can be 
accepted only if the authors defray the cost. 


JOURNAL OF MAGNETIC RESONANCE 


Manuscript Title 


Authors 


I hereby confirm the assignment of all copyrights in and to the manuscript named 
above in all forms and media to Academic Press effective if and when it is accepted 
for publication by Academic Press. (For U.S. government employee authors, this 
provision applies only to the extent to which copyright is transferable.) I also confirm 
that the manuscript contains no material the publication of which would violate any 
copyright or other personal or proprietary right of any person or entity, and I ac- 
knowledge that Academic Press is relying on this letter in publishing this manuscript. 


Date Signature 


Printed Name 


Title if not author 


To be signed by at least one of the authors (who has obtained the assent of the 
others, if any). In the case of a “work made for hire” (a work prepared by an employee 
within the scope of his or her employment or commissioned as a work for hire under 
a written agreement), an authorized representative of the employer should sign. 


Please note: Manuscripts cannot be processed for publication until the Publisher has 
received this signed form. 


If the manuscript is not published by Academic Press, this letter will not take effect. 


mute ae 
. ee a pipes i 
~ : «vi rt Rigugiiigs 
ry tiag yor” 1 eee 


Uy 


